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Tuning T, near a Structural Transition
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Band-Structure Trend in Hole-Doped Cuprates and Correlation with 7', 4«

E. Pavarini, I. Dasgupta,* T. Saha-Dasgupta,’ O. Jepsen, and O. K. Andersen
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Composite Systems — A route to higher T,

Berg et al., PRB (2008)
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Tuning T, in iron pnictides/chalcogenides via anion height
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Filling up the Brillouin Zone
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Rational Materials Design (CsTIF; & CsTICI,)
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Synthesized
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Data Mining (over 60,000 electronic structures)
Cuprate analogues?
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Predicted Superconductivity in oP10-FeB,
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Synthesized and found to have a T, of 3K
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A Aluminium carbonitride modules Hexaferrite modules
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Y2 .24Ba; 28Ca3 48F€7 44CUg 56021,

Predicted structure close
to synthesized one
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Octahedral Engineering
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a octahedral interface * n, cubic B0,
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Quantum Chemical Considerations — Silver Flourides
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